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ring nodes : 

123456789 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 

exact/norm bonds : 

5-6 5-7 6-9 7-8 8-9 

normalized bonds : 

1-2 1-6 2-3 3-4 4-5 

isolated ring systems : 

containing 1 : 



Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 



LI STRUCTURE UPLOADED 
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chain nodes : 

1 9 10 11 

ring nodes : 

3 4 5 6 7 8 

chain bonds : 

1-8 1-9 9-10 9-11 

ring bonds : 

3-4 3-8 4-5 5-6 6-7 7-8 

exact/norm bonds : 

1-8 1-9 9-10 9-11 

normalized bonds : 

3-4 3-8 4-5 5-6 6-7 7-8 



Match level : 

l:Atom 3:Atom 4:Atom 5:Atom 6:Atom 7:Atom 8:Atom 9:CLASS 10:CLASS 11:CLASS 

Generic attributes : 
1 : 

Saturation : Unsaturated 



Number of Carbon Atoms : 7 or more 
Number of Hetero Atoms : 2 or more 
Type of Ring System : Polycyclic 

Element Count : 
Node 1 : Limited 

N,N2 

C,C7 

L2 STRUCTURE UPLOADED 
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Structure attributes must be viewed using STN Express query preparation. 
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AB The title compds . I [wherein R = (un) substituted cyclohydrocarbyl or 

heterocyclyl ; R' = (un) substituted alkyl, alkenyl, alkynyl, cyclohydrocarbyl, 
or heterocyclyl; R'' = H, (un) substituted alkyl, cyclohydrocarbyl, or 
heterocyclyl; X = 0, S, (un) substituted NH, or alkylene; Y = a single bond, 0, 
(un) substituted NH, or alkylene; Z = 0, S, or (un) substituted NH] and 
pharmaceutically acceptable salts, esters, amides, carbamates, carbonates, 
ureides, solvates, hydrates, affinity reagents, or prodrugs thereof are 
prepared as inhibitors of c-Jun N-terminal kinases (JNK) , and are useful for 
the treatment of neurodegenerative disorders related to apoptosis and/or 
inflammation (no data) . For example, the compound II was prepared in a multi- 
step synthesis. II showed IC50 of 0.52 against JNK3 kinase. 
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TI Preparation of indole-6-carboxamides and related compounds as hepatitis C 

viral polymerase inhibitors 
IN Beaulieu, Pierre Louis; Fazal, Gulrez; Goulet, Sylvie; Kukolj, George; 

Poirier, Martin; Tsantrizos, Youla S.; Jolicoeur, Eric; Gillard, James; 

Poupart, Marc-Andre; Rancourt, Jean 
PA Boehringer Ingelheim (Canada) Ltd., Can. 
SO PCT Int. Appl., 336 pp. 

CODEN: PIXXD2 
DT Patent 
LA English 
FAN.CNT 2 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI WO 2003010141 A2 20030206 WO 2002-CA1128 20020718 

WO 2003010141 A3 20030530 
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TI Corticotropin-Releasing Hormone Receptor Antagonists: Framework Design and 
Synthesis Guided by Ligand Conformational Studies 

AU Hodge, C. Nicholas; Aldrich, Paul E.; Wasserman, Zelda R.; Fernandez, 

Christina H . ; Nemeth, Gregory A.; Arvanitis, Argyrios; Cheeseman, Robert 
S . ; Chorvat, Robert J.; Ciganek, Engelbert; Christos, Thomas E . ; Gilligan, 
Paul J.; Krenitsky, Paul; Scholfield, Everett; Strucely, Philip 

CS Department of Chemical and Physical Sciences, DuPont Pharmaceuticals 
Company, Wilmington, DE, 19880-0500, USA 

SO Journal of Medicinal Chemistry (1999), 42(5), 819-832 
CODEN: JMCMAR; ISSN: 0022-2623 

PB American Chemical Society 

DT Journal 

LA English 

AB As described in the preceding paper (Arvanitis et al . J. Med. Chemical 1999, 
42), anilinopyrimidines were identified as potent antagonists of 
corticotropin-releasing hormone-1 receptor (CRH1-R, also referred to as 
corticotropin-releasing factor, CRF1-R) . The authors next goal was to 
understand the receptor-bound conformation of the antagonists and to use this 
information to help guide preclin. optimization of the series and to develop 
new leads. Since receptor structural information was not available, the 
authors assumed that these small, high-affinity antagonists would tend to bind 
in conformations at or energetically close to their global min. and that rigid 
analogs that maintained the important stereoelectronic features of the bound 
anilinopyrimidine would also bind tightly. Conformational preferences and 
barriers to rotation of the anilinopyrimidines were determined by 
semiempirical methods, and x-ray and variable-temperature NMR spectroscopy 
provided exptl. results that correlated well with calculated structures. 
Using these data, a key dihedral angle was constrained to design fused-ring 
analogs, substituted N- arylpyrrolopyridines, synthesis of which provided CRH1 
receptor antagonists with potency equal to that of the initial congeneric 
leads (Ki = 1 nM) and which closely matched the conformation held by the 
original compound, as determined by crystallog. In addition to providing a 
useful template for further analog synthesis, the study unequivocally 
determined the active conformation of the anilinopyrimidines. Theor. and 
spectroscopic studies, synthesis, and receptor binding data are presented. 

IT 223719-80-0P 

RL : BAC (Biological activity or effector, except adverse); BPR (Biological 
process) ; BSU (Biological study, unclassified) ; RCT (Reactant) ; SPN 
(Synthetic preparation); BIOL (Biological study); PREP (Preparation); PROC 
(Process) ; RACT (Reactant or reagent) 

(corticotropin-releasing hormone receptor antagonists in relation to 
framework design and synthesis of arylpyrrolopyridines guided by ligand 
conformational studies of anilinopyrimidines) 
RN 223719-80-0 CAPLUS 

CN lH-Pyrrolo [ 2 , 3-b] pyridine-3-carboxamide, 1- [2-bromo-4- ( 1- 
methylethyl ) phenyl] -4, 6-dimethyl- (CA INDEX NAME) 
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TI Preparation and formulation of azaindoles as ulcer inhibitors 

IN Takahashi, Toshihiro; Horigome, Masato; Momose, Kenichi; Nagai, Shinji; 

Sugita, Masanori; Katsuyama, Koichi; Suzuki, Chikako; Nakamaru, Koichi 
PA Nisshin Flour Milling Co, Japan 
SO Jpn . Kokai Tokkyo Koho, 15 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 06247966 A 19940906 JP 1993-35267 19930224 

JP 3119758 B2 20001225 

PRAI JP 1993-35267 19930224 
OS MARPAT 122:160629 
GI 
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TI Preparation of l-H-pyrrolopyridine-3-carboxamides as antiinflammatory 
agents 

IN Scherlock, Margaret H . ; Tom, Wing C. 
PA Schering Corp., USA 
SO U.S., 18 pp. 

CODEN: USXXAM 
DT Patent 



LA English 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI US 5023265 A 19910611 US 1990-532304 19900601 

WO 9118902 Al 19911212 WO 1991-US3646 19910530 

W: AU, BB, BG, BR, CA, FI, HU, JP, KP, KR, LK, MC, MG, MW, NO, RO, 
SD, SU 

RW: AT, BE, BF, BJ, CF, CG, CH, CI, CM, DE, DK, ES, FR, GA, GB, GN, 

GR, IT, LU, ML, MR, NL, SE, SN, TD, TG 

AU 9180692 A 19911231 AU 1991-80692 19910530 

PRAI US 1990-532304 A 19900601 

WO 1991-US3646 A 19910530 
OS CASREACT 115:159124; MARPAT 115:159124 
GI 
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TI lH-Pyrrolo [ 2 , 3-b] pyridines . III. Novel synthetic route from 

1-substituted 2-aminopyrroles 
AU Brodrick, Andrew; Wibberley, D. George 
CS Dep. Pharm., Univ. Aston, Birmingham, UK 

SO Journal of the Chemical Society, Perkin Transactions 1 : Organic and 

Bio-Organic Chemistry (1972-1999) (1975), (19), 1910-13 

CODEN: JCPRB4; ISSN: 0300-922X 
DT Journal 
LA English 
OS CASREACT 84:4833 

GI For diagram(s), see printed CA Issue. 

AB Addnl. data considered in abstracting and indexing are available from a source 
cited in the original document. 1-Alkyl- and l-aryl-2-amino-4- cyanopyrroles 
I, prepared in 2 steps from the condensation product of (NCCH2)2 with HC02Et, 
underwent cyclocondensation with 1 , 3-dicarbonyl compds . and their acetals, (3- 
oxo esters, and CH2(C02Et)2 to give lH-pyrrolo [ 2 , 3-b] pyridines . Thus, I (R = 
Ph) with [ (MeO) 2CH] 2CH2 and (MeO) 2CHCH2C0Me gave 43 and 78% II (R = Ph, Rl = 
H, Me, resp.) . Condensation of I (R = CH2Ph, 4-MeC6H4, 3-C1C6H4, cyclohexyl) 
with EtOCH : C (C02Et ) 2 gave 75-91% 2-bis (ethoxycarbonyl ) vinylaminopyrroles which 
on refluxing in Ph20 gave 61-74% pyrrolopyridines III. The structures of all 
products were determined from spectroscopic data. 

IT 59661-69-7P 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(preparation of) 

RN 59661-69-7 CAPLUS 

CN lH-Pyrrolo [2, 3-b] pyridine-3-carboxamide, 4, 6-dimethyl-l-phenyl- (CA INDEX 
NAME) 
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